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--* Some isomers do not exist at higher levels of theory. For example, the C s , 4 structure of Pt 4 Zn -(from Figure 3 , main text) rearranges into structure C 2v , 4 when anything other than PW-DFT is used. For this reason, this species is not reported in Table S1 . All other isomers found via GEGA were at least ~1 eV higher in energy than the most stable isomers that reported in this Table, and therefore they were considered not competitive and not of further interest.
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